trans-bis{1-[2-(2,6-diisopropylanilino)phenyl]-3-isopropylimidazolin-2-ylidenyl-κc2}diiodidopalladium(ii) benzene disolvate by Daly, CG et al.
electronic reprint








Christopher G. Daly, Kuldip Singh and Warren B. Cross
Acta Cryst. (2011). E67, m668
This open-access article is distributed under the terms of the Creative Commons Attribution Licence
http://creativecommons.org/licenses/by/2.0/uk/legalcode, which permits unrestricted use, distribution, and
reproduction in any medium, provided the original authors and source are cited.
Acta Crystallographica Section E
Structure Reports
Online
Editors: W. Clegg and D. G. Watson
journals.iucr.org








Acta Crystallographica Section E: Structure Reports Online is the IUCr’s highly popu-
lar open-access structural journal. It provides a simple and easily accessible publication
mechanism for the growing number of inorganic, metal-organic and organic crystal struc-
ture determinations. The electronic submission, validation, refereeing and publication
facilities of the journal ensure very rapid and high-quality publication, whilst key indica-
tors and validation reports provide measures of structural reliability. The journal publishes
over 4000 structures per year. The average publication time is less than one month.
Crystallography Journals Online is available from journals.iucr.org





Christopher G. Daly, Kuldip Singh and Warren B. Cross*
Department of Chemistry, University of Leicester, University Road, Leicester LE1
7RH, England
Correspondence e-mail: wbc2@le.ac.uk
Received 17 April 2011; accepted 24 April 2011
Key indicators: single-crystal X-ray study; T = 150 K; mean (C–C) = 0.012 A˚;
R factor = 0.063; wR factor = 0.128; data-to-parameter ratio = 17.2.
In the title complex, [PdI2(C24H31N3)2]2C6H6, the Pd2+ ion is
located on an inversion centre in a slightly distorted square-
planar geometry. The angle between the I2C2 square plane and
the mean plane of the N-heterocyclic carbene ring is 79.8 (2),
with I—Pd—C—N torsion angles of 81.1 (6) and 78.2 (5).
The Pd—carbene and Pd—I distances are 2.016 (6) and
2.5971 (10) A˚, respectively.
Related literature
For a review of N-heterocyclic carbenes in late transition
metal catalysis, see: Dı´ez-Gonza´lez et al. (2009). For the
synthesis of the pro-ligand and crystal structures of related






a = 8.998 (4) A˚
b = 12.000 (5) A˚
c = 13.839 (6) A˚
 = 81.572 (8)
 = 78.819 (9)
 = 76.411 (8)
V = 1417.0 (10) A˚3
Z = 1
Mo K radiation
 = 1.46 mm1
T = 150 K
0.16  0.11  0.06 mm
Data collection




Tmin = 0.338, Tmax = 0.831
11207 measured reﬂections
5500 independent reﬂections
3317 reﬂections with I > 2(I)
Rint = 0.106
Reﬁnement
R[F 2 > 2(F 2)] = 0.063





max = 0.92 e A˚
3
min = 1.27 e A˚3
Data collection: SMART (Bruker, 2001); cell reﬁnement: SAINT
(Bruker, 2000); data reduction: SAINT and SHELXTL (Sheldrick,
2008); program(s) used to solve structure: SHELXS97 (Sheldrick,
2008); program(s) used to reﬁne structure: SHELXL97 (Sheldrick,
2008); molecular graphics: SHELXTL; software used to prepare
material for publication: SHELXTL.
The University of Leicester is thanked for a graduate
studentship to CGD.
Supplementary data and ﬁgures for this paper are available from the
IUCr electronic archives (Reference: PV2410).
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